2 ], the Cu II ion is coordinated in a slightly distorted square-pyramidal enviroment. The basal plane is formed by an N atom and an O atom from a 5-methyl-1H-pyrazole-3-carboxylate ligand and by two O atoms from two water ligands. The apical position is occupied by a carboxylate O atom from a 4-nitrobenzoate ligand. In the crystal structure, intermolecular O-HÁ Á ÁO and N-HÁ Á ÁO hydrogen bonds link complex moleclues, forming extended chains parallel to the a axis. ] M r = 390.79 Triclinic, P1 a = 6.965 (1) Å b = 9.1860 (13) Å c = 12.4220 (16) Å = 96.633 (1) = 105.116 (2) = 103.978 (2) V = 730.91 (17) Å 3 Z = 2 Mo K radiation = 1.55 mm À1 T = 298 (2) K 0.40 Â 0.21 Â 0.20 mm Data collection Siemens SMART CCD diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.577, T max = 0.748 3783 measured reflections 2526 independent reflections 2249 reflections with I > 2(I) R int = 0.013
In the title complex, [Cu(C 7 H 4 NO 4 )(C 5 H 5 N 2 O 2 )(H 2 O) 2 ], the Cu II ion is coordinated in a slightly distorted square-pyramidal enviroment. The basal plane is formed by an N atom and an O atom from a 5-methyl-1H-pyrazole-3-carboxylate ligand and by two O atoms from two water ligands. The apical position is occupied by a carboxylate O atom from a 4-nitrobenzoate ligand. In the crystal structure, intermolecular O-HÁ Á ÁO and N-HÁ Á ÁO hydrogen bonds link complex moleclues, forming extended chains parallel to the a axis.
Related literature
For background information, see: Montoya et al. (2007) .
Experimental
Crystal data [Cu(C 7 H 4 NO 4 )(C 5 H 5 N 2 O 2 )(H 2 O) 2 ] M r = 390.79 Triclinic, P1 a = 6.965 (1) Å b = 9.1860 (13) Å c = 12.4220 (16) Å = 96.633 (1) = 105.116 (2) = 103.978 (2) V = 730.91 (17) Å 3 Z = 2 Mo K radiation = 1.55 mm À1 T = 298 (2) K 0.40 Â 0.21 Â 0.20 mm Data collection Siemens SMART CCD diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) Hydrogen-bond geometry (Å , ). 
Comment
The chemical and pharmacological properties of pyrazoles have been investigated extensively, owing to their chelating ability with metal ions and their potentially beneficial chemical and biological activities (Montoya et al., 2007.) As part of our studies on the synthesis and characterization of these types of compounds, we report here the synthesis and crystal structure of the title compound (I).
The molecular structure of (I) is shown in Fig. 1 . The Cu atom is five-coordinated by four O atoms and one N atom.
The basal plane is formed by an N atom and an O atom from a 5-methyl-1H-pyrazole-3-carboxylato ligand and two O atoms from coordinated water molecules. In the crystal structure, intermolecular O-H···O and N-H···O hydrogen bonds ( Fig. 2 ) link complex molecules, to form extended chains parallel to the a axis. The coordinated water molecules act as hydrogen donors for symmetry related carboxyl O atoms (see Table 2 ). In addition, the crystal structure contains various π-π stacking interactions involving the C7-C12, N1/N2/C2-C4 and Cu1/O1/C1/C2/N1 rings with a range of centroid-to-centroid distances of 3.265 (1)-3.849 (1)Å (see Fig. 3 ).
Experimental 5-methyl-1H-pyrazole-3-carboxylic acid,4-nitrobenzoic acid and CuCl 2 .6H 2 O were available commercially and were used without further purification. Equimolar amounts of 5-methyl-1H-pyrazole-3-carboxylic acid (0.5 mmol, 63.02 mg) and 4-nitrobenzoic acid (0.5 mmol, 83.51 mg) were dissolved in anhydrous alcohol (15 ml). The mixture was stirred to give a clear solution, to this solution was added CuCl 2 .6H 2 O (0.5 mmol, 113 mg) in anhydrous alcohol (10 ml). After keeping the resulting solution in air to evaporate about half of the solvents, blue prisms of the title compound were formed. The crystals were isolated, washed with alcohol three times and dried in a vacuum desiccator using silica gel (Yield 75% 
Refinement
H atoms attached to C amd N atoms were positioned geometrically and refined using a riding-model approximation with C-H = 0.93-0.96 Å; N-H = 0.86Å and U iso (H) = 1.2-1.5U eq (C, N). The water H atoms were located in difference Fourier maps and included in 'as found' positions in a riding-model approximation with U iso (H) = 1.5U eq (O). 
